Contents S1 Table S1 PDB Entries and Measured Parameters S2 Table S2 Measured Parameters from CSD Entry SOWJUL S3 Table S3 Coordinates Extracted from PDB Entry 6bra and Optimized Hydrogen Atoms S4 Table S4 Coordinates Extracted from PDB Entry 3b80 and Optimized hydrogen atoms S5 .77913200 -2.39460500 -0.21005500 C 5.56086300 -2.34637600 -1.43920100 H 5.95538000 -3.33569000 -1.67071400 H 3.93643300 -1.82897900 -0.17010400 H 6.39949100 -1.65184500 -1.34663600 H 4.91144200 -2.02229800 -2.24986800 C -7.17082300 -2.71314600 -1.97665500 C -5.71364400 -3.06179800 -2.23923800 C -4.76266000 -2.06995400 -1.63863300 N -3.48856200 -2.42722900 -1.59960800 O -5.15569000 -0.99479400 -1.19167900 H -3.20799100 -3.31462600 -1.98804600 H -7.41367500 -1.73125900 -2.38298500 H -5.51747800 -3.09730000 -3.31616500 H -2.75724100 -1.79518600 -1.28692500 H -7.38023900 -2.69378500 -0.90596000 H -5.47457500 -4.05755700 -1.85569700 H -7.82677400 -3.45107700 -2.44070200 C 4.52378900 1.88530200 -2.31648200 C 4.93144200 2.64633800 -1.07263700 O 5.58118200 3.69005200 -1.17225000 H 3.99335200 0.96025000 -2.09544400 H 5.42117400 1.66649000 -2.89670200 H 3.88180200 2.52963400 -2.91957800 N 4.55309600 2.13944900 0.10396200 C 4.86999500 2.83393300 1.35144600 H 3.98285400 1.29349900 0.11926800 H 4.44948800 2.26431000 2.17818500 H 4.44474300 3.83947800 1.35268200 H 5.95014200 2.91615100 1.48438200 C 0.37023400 -0.69843300 4.53408000 C 0.55234200 -0.77105800 3.02613400 O 1.58140000 -0.34060000 2.48460900 H -0.64297900 -0.94420600 4.84685400 H 0.63145600 0.30418000 4.86950200 H 1.06865400 -1.40411200 4.98740700 N -0.44006000 -1.32007100 2.32905700 C -0.28425800 -1.67021900 0.91765700 C -0.78651700 -0.59667800 -0.03793000 O -1.45469300 -0.87688100 -1.03801600 C -0.87481900 -3.04365700 0.63709600 H -1.26292600 -1.65377400 2.81151900 H 0.79572600 -1.71863800 0.73918500 H -0.70112300 -3.31902500 -0.40232900 H -1.95233900 -3.05404000 0.81701100 H -0.39749100 -3.77902000 1.28423600 N -0.46524300 0.65705400 0.26996700 C -0.51283400 1.71399800 -0.72645700 C 0.20929500 1.25997600 -1.98784400 O 1.28031800 0.64941900 -1.92448200 C 0.20290400 2.94305100 -0.16463900 H 0.15368400 0.80157600 1.06044800 H -1.55446100 1.94616800 -0.95849300 H -0.28975000 3.27555300 0.74989100 H 0.18051100 3.75739200 -0.88895200 H 1.24559700 2.69881400 0.05629500 N -0.38855800 1.54876300 -3.13939800 C 0.28427600 1.30047600 -4.40653100 H -1.27192200 2.03568500 -3.13055400 H 0.46696000 0.23282300 -4.53155200 H 1.23860500 1.82752000 -4.43859500 H -0.35268900 1.65364200 -5.21321200 O 2.89409100 -0.05139800 -0.03173400 H 2.20889600 0.20227300 -0.69019900 H 2.43829800 -0.14724500 0.82216300 Table S4 Coordinates Extracted from PDB Entry 3b80 and Optimized Hydrogen Atoms C 7.14445100 2.43465000 -2.11890900 C 5.69556400 2.77521500 -2.39618600 C 4.74001900 1.82177400 -1.71029600 O 5.18507200 0.74213900 -1.22960900 O 3.51274800 2.15873700 -1.64786200 H 5.52441200 2.72995800 -3.47221500 H 7.77072100 2.82584900 -2.91984800 H 5.50665300 3.77476300 -2.00507900 H 7.26011800 1.35250900 -2.06190000 H 7.44646700 2.88159300 -1.17077000 C -4.88670300 -2.90194400 -1.80800600 C -5.84044200 -3.11528900 -0.66000300 O -7.01061400 -3.45335100 -0.79196300 H -4.93341000 -1.86292900 -2.13138800 H -5.16320200 -3.55427200 -2.63690200 H -3.87256400 -3.13656200 -1.48525200 N -5.24390200 -2.88638700 0.49658700 C -6.09137500 -2.81548900 1.64424100 H -5.91998700 -3.68547000 2.27772000 H -4.24254800 -2.76818000 0.56588200 H -7.13316700 -2.79615400 1.32537000 H -5.86643000 -1.90824500 2.20535200 C 7.10429200 -2.47808900 2.05625800 C 5.62292600 -2.76242500 2.30263900 C 4.66493700 -1.81667600 1.58771000 O 5.15361900 -0.78549200 1.05474800 O 3.44704900 -2.16615000 1.60122500 H 5.43685800 -2.69045600 3.37416900 H 7.20611900 -1.57263600 1.45829500 H 5.43158100 -3.75738300 1.90040900 H 7.55268100 -3.31695200 1.52501000 H 7.61095500 -2.34004000 3.01213700 C -4.58914100 2.26579600 1.62190200 C -5.38652300 2.91155000 0.48866100 O -6.34267800 3.64703200 0.71774500 H -3.68157000 1.81645800 1.21874000 H -5.19536800 1.49604800 2.10053500 H -4.32201100 3.02613000 2.35696300 N -4.95617200 2.60833500 -0.70598800 C -5.54338400 3.23169700 -1.88395000 H -4.84241500 3.17074400 -2.71595700 H -4.20955300 1.93674000 -0.81436400 H -5.76467600 4.27777300 -1.67027700 H -6.46494400 2.71239500 -2.14718700 C -0.07444500 -1.49178600 -4.33948300 C -0.21829900 -1.23103700 -2.84087100 O -1.29611300 -0.81880500 -2.38899200 H 0.53925700 -2.37894500 -4.49753300 H 0.39939600 -0.63248900 -4.81469400 H -1.06016300 -1.64990100 -4.77640400 C 0.78858200 -1.60992200 -0.62679200 C -0.32451500 1.31556500 2.05381900 O -1.37205900 0.69171300 1.92693100 N 0.88086400 -1.48066500 -2.08706900 C 1.38312700 -0.36281400 0.08419500 C 1.43052300 -2.95758000 -0.23187100 O 1.44643300 -0.75256400 1.44040900 O 2.73249800 -0.08315800 -0.31069000 N 0.57809200 0.83528700 -0.19844500 C 0.53812600 1.82842600 0.87266300 C -0.03958500 3.25192200 0.55723400 H -0.89314300 3.15912100 -0.11389600 H -0.30816300 0.73948100 -0.76219500
